Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.062; wR factor = 0.195; data-to-parameter ratio = 17.7. organic compounds o1606 Kurbanova et al.
The cyclohexene ring that constitutes a part of the tetrahydroxanthene fused-ring system of the title compound, C 23 H 26 O 4 , adopts a flattened half-chair conformation that approximates an envelope conformation (in which the methylene C atom bearing the two methyl substituents represents the flap) as five of the six atoms lie approximately on a plane (r.m.s. deviation = 0.020 Å ). The mean plane of the cyclohexene ring with the hydroxy substituent is approximately perpendicular to the mean plane of the tetrahydroxanthene system. In the crystal, adjacent molecules are linked by O-HÁ Á ÁO carbonyl hydrogen bonds into a chain running along the b axis.
Related literature
For the synthesis, see: Pyrko (1996) . Refinement R[F 2 > 2(F 2 )] = 0.062 wR(F 2 ) = 0.195 S = 1.03 4454 reflections 251 parameters 2 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.87 e Å À3 Á min = À0.28 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: APEX2 (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2010) . supplementary materials Acta Cryst. (2012) . E68, o1606 [doi:10.1107/S1600536812018934] 9-(2-Hydroxy-4,4-dimethyl-6-oxocyclohex-1-en-1-yl)-3,3-dimethyl-2,3,4,9-tetrahydro-1H-xanthen-1-one Malahat M. Kurbanova, Atash V. Gurbanov, Kamran T. Mahmudov, Abel M. Maharramov and
Seik Weng Ng Comment
Dimedone condenses with an aromatic aldehyde such an salicylaldehyde to yield aldimedone, the reaction often being used as a method for characterizing aromatic aldehydes. Aldimedone is then dehydrated to the title compound C 23 H 26 O 4 (Scheme I), which features a pyran ring (Pyrko, 1996) . The cyclohexene ring that constitutes a part of the tetrahydroxanthene fused-ring system has a flattened half-chair conformation that approximates an envelope conformation (in which the methylene C atom bearing the dimethyl substituent represents the flap) as five of the six atoms lie on a plane ( Fig. 1) . The mean plane of the cyclohexene ring with the hydroxy substituent is approximately perpendicular to the mean plane of the tetrahydroxanthene system. Adjacent molecules are linked by an O-H···O carbonyl hydrogen bond to form a chain ( Fig. 2, Table 1 ), running along the b-axis of the orthorhombic unit cell.
Experimental
The compound was synthesized by using a literature method (Pyrko, 1996) and ethanol was used as the recrystallization solvent.
Refinement
Carbon-bound H-atoms were placed in calculated positions [C-H = 0.93-0.98 Å; U iso (H) = 1.2 or 1.5U eq (C)] and were included in the refinement in the riding model approximation. The hydroxy H-atom was located in a difference Fourier map and was freely refined. One methylene C atom is disordered over two positions with the disorder assumed to be a 1:1 type. 1,2-Related bond distances involving the disordered atoms were restrained to within 0.01 Å of each other and the temperature factors were restrained to be equal. The atoms are separated by 0.25 Å.
Computing details
Data collection: APEX2 (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT (Bruker, 2005) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication:
publCIF (Westrip, 2010 The hydrogen-bonded chain motif showing hydrogen bonds as dashed lines.. O1 0.0498 (9) 0.0477 (9) 0.0541 (9) 0.0205 (7) −0.0029 (7) −0.0078 (7) O2 0.0590 (10) 0.0420 (8) 0.0652 (10) 0.0186 (7) 0.0003 (8) −0.0105 (8) O3
9-(2-Hydroxy-4,4-dimethyl-6-oxocyclohex-1-en-1-yl)-3,3-dimethyl-2,3,4,9-tetrahydro-1H-xanthen-1-one
0.0470 (9) 0.0411 (8) 0.0475 (9) −0.0143 (7) 0.0084 (7) −0.0158 (7) (17) H14B-C14-H14C 109.5 C17-O3-H1 107 (2) C11-C15-H15A 109.5 C6-C1-C2 122.5 (2) C11-C15-H15B 109.5 C6-C1-O1 122.50 (18) H15A-C15-H15B 109.5 C2-C1-O1 115.0 (2) C11-C15-H15C 109.5 C3-C2-C1 118.7 (3) H15A-C15-H15C 109.5 C3-C2-H2 120.7 H15B-C15-H15C 109.5 C1-C2-H2 120.7 C17-C16-C21 119.59 (19) 
